The crystal structure is shown in the gure. Tables 1-2 contain details of the measurement method and a list of the atoms including atomic coordinates and displacement parameters.
.
Source of material
The title compound was prepared by boiling under re ux an equi molar ratio of 2-methyl-4-methylthiazole and propylisothiocyanate for 3 h in ethanol as solvent. The reaction product was ltered o , washed with ethanol and recrystallized with ethanol a ording colorless crystals suitable for a crystallographic study.
Experimental details
Carbon-bound H atoms were placed in calculated positions and were included in the re nement in the riding model approximation, with U(H) set to 1.2 Ueq(C). The H atoms of the methyl groups were allowed to rotate with a xed angle around the C-C bond to best t the experimental electron density (HFIX 137 in the SHELX program suite [3]), with U(H) set to 1.5Ueq(C). The nitrogen-bound H atoms were located on a di erence Fourier map and re ned freely.
Discussion
Thioureas are versatile ligands, the hybrid hard nitrogen-soft sulfur donor atom set yielding a multitude of possibilities for coordination to both hard and soft metal centres. Thioureas are able to coordinate as neutral ligands, monoanions or as dianions. An attractive feature of their chemistry is their ease of synthesis, and the ready modi cation of the substituents at nitrogen and hence their physical and chemical properties.
Thiazole derivatives occur as structural unit in biologically active products as vitamin B1, bacitracin, pencillins and in numerous synthetic drugs, fungicides, dyes, and industrial chemicals.
In the asymmetric unit there is one molecule of the title compound. The molecule is essentially planar with rms deviation of 0.0576 through all non-hydrogen atoms. S1 deviates most from this plane by 0.115 Å. There is one intramolecular N3-H3A· · · N1 hydrogen bond of length 2.022(16) Å, which in terms of graph-set analyses [1, 2] can be described by a S 1 1 (6) descriptor. There are also intermolecular N2-H2· · · S2′ interactions of length 2.479(18) Å, which centrosymmetrically connect pairs of molecules (graph set descriptor: R 2 2 (8)). The shortest π· · · π interaction is between adjacent thiazole rings with a centroid-to-centroid distance of 3.6688(7) Å with a slippage of 1.336 Å.
